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—, force-field parameterization procedures, 486 
—, of propellanes, 571 
Molecular mechanics calculaiions, 170 
—, anomeric effect, 326 
—, on azabicyclanes, 291 
—, on crystals, 252 
—, on cycloheptane and cyclooctane, 307 
—, on functionalized hydrocarbons, 299 
—, octalene, 343 
—, on polypeptides, 441 
—, on prodine derivatives, 507 
—, using Lagrange multipliers, 314 
Monopole expansions, 363 
Morphine derivatives, calculations on, 507 
Multiconfiguration-SCF , also see ab initio 
Multiconfiguration-SCF energy gradients, 589 
Multiconfiguration SCF procedures, 471 
Multiexponential decay data, treatment of, 182 


Nonbonded interaction, evaluations of, 272 
n-m Transitions, of benzaldehyde, 225 

—, of benzamide, 225 

—., of benzoic acid, 225 

—, of diazenes, 225 

—, of phthalaldehydes, 225 

—, of pyridine, 225 

Nucleic acids, electrostatic properties of, 363 
—, interactions of molecules with, 89 
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a derivatives, conformational studies of, 
34 


Opiates, calculations, on, 507 
Oscillating systems, 186 


Parallel processor evaluation (FPS-164), 44 

on dialkylcyclooctatetraenes, 

—, on prodine derivatives, 507 

Pharmacological activity, the effect of 
conformation on, 291 

Phosphorus compounds, ab initio calculations 
on, 612 

Photoelectron spectroscopy and density 
operators, 555 

Polyethylene, calculations on, 535 

Polyethylene chains, 11 

Polylactones, 170 

Poly-L-D-8-helical chain, 64 

Polymers, stereoregular electron density in, 349 

Polyoxyethylene, molecular mechanics 
calculations, 241 

Polyoxymethylene, 19 

ae molecular mechanics calculations 
on, 

Polypropylene, calculations on, 535 

Potential energy surfaces, also see transition 
states 

Processor array, 72 

a-Prodine, 507 

Prodine opiates, calculations on, 507 

a-Promedol, 507 

Propadienone, MCSCF calculations on, 589 

Propanal, structure of, 122 
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Propanoic acid, ab initio calculations on, 451 
Propellanes, conformational analysis of, 571 
Proton affinities, MNDO calculations of, 230 
Protonation energies, imino bases, 381 
Protonation energy-bond angle relations, 190 
Protonation of cycloalkanes, 190 


Quadratic acceleration, 84 


Reaction-diffusion, permeable catalysis, 353 

Receptor site binding, 24 

Ribose, 129 

Rotation-torsion vibronic band contours, 
program for, 457 


Silyl halides, force constants of, from ab initio 
calculations, 427 

Small ring compounds, 197 

Solute-solvent boundary, 56 

Solvent dielectric attenuation, 56 

Solvent model inhomogeneous continuum, 56 

Solvent prolate spheroidal cavity models, 56 

Solvent sites, in a crystal, 523 

S?2y reactions, potential energy surfaces, 598 

Ss to Sg molecules and ions, 35 

Structures of isopropyl and ethyl formate, 175 

Substituent effects, 56 

—, in second-row molecules, 612 

Sulfur, MNDO calculations on, 35 

Sulfur compounds, ab initio calculations on, 612 


Thymine, 129 


Topological indices, discrimination of isomeric 
structures with, 581 

—, new, graph similarity, 629 

Transformation, of molecular symmetry, 280 

Transition moments, nonorthogonal, program 
form, 500 

Transitions states, also see potential energy 
surfaces 

Transition-state geometry, 237 

— states, HNC=HCN and BCN=BNC, 


—, by MINDO/3, 217 

Transition states potential energy surfaces, 598 

Transmembrane channel, cation conducting, 64 

Two-dimensional chemical oscillator, limit cycle 
behavior, 186 


Uracil, 129 


Valence, from density operators, 555 

Valinomycin, molecular mechanics calculations 
on, 336 

van der Waals complex, Ne--Io, 322 

— of quantum chemical algorithms, 


Vector processors, 72, 272 

—, algorithms for, 471 

Vibration-rotation eigenvalue equation, 576 

Vibration-rotation eigenvalues, for diatomic 
molecules, 576 


Zero determinants, method, 182 
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